Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.051; wR factor = 0.142; data-to-parameter ratio = 14.4.
In the title compound, C 5 H 9 N 5 O 5 , prepared from hexamine by acetylation and nitration, the triazine ring adopts a chair conformation with all three substituent groups lying on the same side of the ring.
Related literature
For the Bachmann process, see: Bachmann & Sheehan (1949) . For the synthesis, see: Warman et al. (1973) . For a related structure, see: Choi et al. (1975) Comment 1-Acetyl-3,5-dinitro-1,3,5-triazinane (1-acetylhexahydro-3,5-dinitro-1,3,5-triazine) (I) is obtained as a by-product in the synthesis of hexahydro-1,3,5-trinitro-1,3,5-triazine (RDX) from 1,3,5,7 -tetraazaadamantane (hexamine) by the Bachmann process (Bachmann & Sheehan, 1949) . As part of our search for the reaction mechanism involved in the nitrolysis of hexamine, we synthesized the title compound, and describe its structure here.
In (I), the hexahydrotriazine ring adopts a chair conformation with all three substituent groups lying on the same side of the triazine ring.The ring bond distances and angles are almost identical (the maximum deviation from the average C-N bond distance [1.44 (8) Å] is 0.01Å and the maximum deviation from the average bond angle [112 (3)°] is 3°). The three ring N atoms are equally distant from the plane through the C atoms (C1, C2 and C3) (0.40±0.06 (2) Å). This deviation is slightly larger than that found in hexahydro-1,3,5-triacetyl-1,3,5-triazine (TRAT) (Choi et al., 1975) , due to the three different substituent groups on the hexahydrotriazine ring in (I), whereas in TRAT, the three groups are the same. In (I) the three substituent groups are essentially planar with maximum deviations from the mean plane of these groups for atoms N1, N2 and N3 of 0.02 (4), 0.09 (6) and 0.10 (3) Å respectively.
Experimental
The title compound was prepared from hexamine according to a literature method (Warman et al., 1973) . Crystals suitable for X-ray analysis were obtained by slow evaporation of an nitromethane solution at room temperature.
Refinement
All H atoms were positioned geometrically and treated as riding, with C-H bond lengths constrained to 0.97 Å (alicyclic CH), 0.96 Å (methyl CH), and withU iso (H) = 1.2 (1.5 for methyl groups) times U eq (C). Atomic displacement parameters (Å 2 )
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